Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.047; wR factor = 0.120; data-to-parameter ratio = 17.7.
The reaction of cyclohexyl isocyanide and alkylidene Meldrum's acid (systematic name 2,2-dimethyl-1,3-dioxane-4,6-dione) in the presence of cyclohexyl ketoxime and dichloromethane as solvent resulted in the title compound, 2C 28 H 43 N 3 O 5 ÁH 2 O. One methylene group of the cyclopentane ring was found to be disordered and was refined with occupancies 0.75:0.25. Intramolecular N-HÁ Á ÁO hydrogen bonds occur. The crystal structure is stabilized by intermolecular N-HÁ Á ÁO and O-HÁ Á ÁO hydrogen bonds.
Related literature
For the biological activity of isoxazoles, see: Conti et al. (1998) ; Kang et al. (2000) ; Ko et al. (1998) ; Mishra et al. (1998) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). They have long been targeted in synthetic investigations for their known biological activities and pharmacological properties such as hypoglycemic, analgesic, anti-inflammatory and anti-bacterial activities (Conti et al., 1998; Mishra et al., 1998; Ko et al., 1998; Kang et al., 2000) . The title compound was formed by reaction of cyclohexyl isocyanide and alkylidene Meldrum's acid in the presence of cyclohexyl ketoxime in dichloromethane as solvent. Fig. 1 shows the crystal structure of the title compound. The cyclohexyl and cyclopentyl rings have the normal shape (chair conformation for cyclohexyl and twisted envelope conformation for cyclopentyl ring), bond lengths and angles. Their planes align almost perpendicular in respect to the isoxazole core. The crystal structure is stabilized by N-H···O and O-H···O hydrogen bonds (Table 1 , Fig. 2 ). Both molecules in the asymmetric unit interact by N3B-H3BA···O3A hydrogen bonding with D···A distance of 2.9238 (17) Å. There is also a N2B-H2BA···O5B intermolecular hydrogen bonding with D···A distance of 2.9330 (18) Å. The water molecule connects the molecules by N3A-H3AA···O1W, O1W-H1WA···O4B (-x + 1, -y + 2, -z + 1) and O1W-H1WB···O4A (x + 1, y, z) hydrogen bonds with D···A distances of 2.8662 (19), 2.7433 (18) and 2.7569 (18) Å respectively.
The title compound was prepared by reaction of cyclohexyl isocyanide (4 mmol, 0.439 g) and alkylidene Meldrum's acid (2 mmol, 0.421 g) in the presence of cyclohexyl ketoxime (2 mmol, 0.226 g) in dichloromethane at room temperature within four hours. After evaporating the solvent, a white powder was separated from the reaction mixture.Crystallization and single-crystal preparation was done from an ethanol solution. Colorless crystals were obtained after two weeks at room temperature.
Refinement
The hydrogen atoms of the water molecule and NH groups were found in a difference Fourier synthesis. The hydrogen atoms of the water molecule were refined in an isotropic approximation. The other hydrogen atoms were refined using a riding model with the U iso (H) parameters equal to 1.2 U eq (Ci,Nj) and C-H = 0.99 and 1.00 Å, and N-H = 0.88 Å. In 0.0227 (9) 0.0242 (9) 0.0327 (10) −0.0005 (7) 0.0058 (7) 0.0052 (7) C17B 0.0210 (8) 0.0157 (7) 0.0148 (7) 0.0011 (6) 0.0002 (6) 0.0038 (6) C18B 0.0287 (9) 0.0204 (8) 0.0179 (8) 0.0038 (7) 0.0068 (7) 0.0042 (6 
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